Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.002 Å; R factor = 0.043; wR factor = 0.129; data-to-parameter ratio = 16.7.
In the molecule of the title compound, C 13 H 10 ClNO, the benzene and pyrrole rings are oriented at a dihedral angle of 7.37 (12) . In the crystal structure, intermolecular N-HÁ Á ÁO hydrogen bonds link the molecules into centrosymmetric R 2 2 (10) dimers. There are C-HÁ Á Á interactions between benzene and pyrrole rings and a benzene C-H group. A weak interaction between the pyrrole rings [centroid-centroid distance 3.8515 (11) Å ] further stabilizes the structure. There is also a interaction between the pyrrole ring and the carbonyl group, with a carbon-centroid distance of 3.4825 (18) Å .
Related literature
For general background, see: Varga et al. (2003) ; Katritzky & Rees (1984) ; Wu et al. (2003) ; Nam et al. (2003) ; Sondhi et al. (2005) ; Miyazaki et al. (2005) . For related literature, see: Powers et al. (1998) ; Hu et al. (2006) ; Wang et al. (2005) ; Zeng & Cen (2006) . For ring motif details, see: Bernstein et al. (1995) . Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx; Ày þ 1; Àz þ 1; (ii) Àx þ 1; y À 1 2 ; Àz þ 1 2 ; (iii) x; Ày À 1 2 ; z À 3 2 . CgA and CgB are the centroids of the C1-C6 and N1/C10-C13 rings, respectively.
Experimental
Data collection: APEX2 (Bruker, 2007) ; cell refinement: APEX2; data reduction: SAINT (Bruker, 2007) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) and PLATON (Spek, 2003) ; software used to prepare material for publication: WinGX (Farrugia, 1999) and PLATON. 
Comment
Chalcones are 1,3-diaryl α,β-unsaturated compounds commonly used as starting materials for the synthesis of several biologically active compounds like pyrimidines and imidazoles (Varga et al., 2003) . Most of the chalcones and their derivatives
show biological activities such as antimicrobial (Katritzky & Rees, 1984) , anti-AIDS (Wu et al., 2003) , antimalarial (Nam et al., 2003) , anti-inflammatory and analgesic (Sondhi et al., 2005) and antitumor (Miyazaki et al., 2005) . While synthesizing different pyrimidine based compounds, we prepared the fine crystals of the title compound, (I), with known method (Powers et al., 1998) . We report herein its crystal structure.
The crystal structures of 3-(4-chlorophenyl)-1-(3,4-dimethyl-2,5-dihydro-1H-pyrrol-1-yl)prop-2-enone, (II) (Hu et al., 2006) , In the molecule of (I), (Fig. 1 In the crystal structure, intermolecular N-H···O hydrogen bonds (Table 1) link the molecules into centrosymmetric R 2 2 (10) dimers ( Fig. 2) (Bernstein et al., 1995) , in which they may be effective in the stabilization of the structure. The C-H···π interactions (Table 1) and π-π interactions between B rings CgB···CgB iv [symmetry code: (iv) -x, -y, 1 -z] further stabilize the structure, with a centroid-centroid distance of 3.8515 (11) Å. There is also a π interaction between the ring B at -x, -y, 1 -z and the carbonyl moiety, with C9-centroid distance of 3.4825 (18) Å.
Experimental
For the preparation of the title compound, a mixture of 4-chlorobenzaldehyde (1.4 g, 10 mmol) and 2-acetyl pyrrole (1.09 g, 10 mmol) was added to MeOH (20 ml) and stirred for 10 min at room temperature. Then, aqueous NaOH solution (10%, 4 ml) was added dropwise with continuous stirring at ambient temperature for 30 min. Light yellow precipitates appeared, to which cold water (40 ml) was added. Yellow colored powder was obtained from the filtrate, which was washed with cold MeOH, and then dried. The residue was recrystallized by dissolving in CHCl 3 (10 ml) and adding n-hexane dropwise. Fine yellow crystals were obtained (yield; 1.7 g, 73%, m.p. 420-422 K).
supplementary materials sup-2 Refinement H atoms were located in a difference syntheses and refined [N-H = 0.83 (2) Å and U iso (H) = 0.073 (6) Å 2 ; C-H = 0.937 (19)-0.98 (2) Å and U iso (H) = 0.062 (5)-0.091 (7) Å 2 ].
Figures Fig. 1 . The molecular structure of the title molecule, with the atom-numbering scheme. Displacement ellipsoids are drawn at the 50% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0521 (7) 0.0644 (9) 0.0560 (8) 0.0095 (7) 0.0107 (6) −0.0144 (7) C1 0.0443 (7) 0.0442 (7) 0.0509 (8) 0.0037 (6) 0.0063 (6) −0.0076 (6) C2 0.0576 (9) 0.0474 (8) 0.0535 (9) 0.0092 (7) 0.0107 (7) 0.0012 (7) C3 0.0576 (9) 0.0457 (8) 0.0676 (11) 0.0115 (7) 0.0123 (8) −0.0056 (7) C4 0.0568 (9) 0.0561 (9) 0.0578 (9) 0.0044 (7) 0.0144 (7) −0.0152 (7) C5 0.0653 (10) 0.0612 (10) 0.0512 (9) 0.0050 (8) 0.0120 (7) −0.0006 (8) C6 0.0584 (9) 0.0467 (8) 0.0567 (9) 0.0107 (7) 0.0083 (7) 0.0008 (7) C7 0.0500 (8) 0.0475 (8) 0.0536 (9) 0.0098 (6) 0.0062 (6) −0.0073 (7) C8 0.0558 (9) 0.0531 (9) 0.0565 (9) 0.0132 (7) 0.0113 (7) −0.0078 (7) C9 0.0481 (8) 0.0550 (9) 0.0537 (9) 0.0078 (7) 0.0062 (6) −0.0136 (7) C10 0.0439 (7) 0.0546 (9) 0.0518 (8) 0.0040 (6) 0.0048 (6) −0.0162 (7) C11 0.0531 (9) 0.0556 (9) 0.0614 (10) 0.0012 (7) 0.0072 (7 
